. Pore structures in zeolite PCOD8307680. The minimum distance between two different sampled points across zeolite area is d min = 2×(radius probe gas + vdW radius atom ). We set ε max smaller than d min .
. Pore structures in zeolite PCOD8124767. The minimum distance ( = 2.3 Å) between two different pores is smaller than ε max ( = 4.1 Å ) which we set. Figure S3 . Normalized Frequency of V/V avg for unit cells of the original set (red solid line) and expanded set (black solid line). V is a volume for each structure and V avg is the average volume for the entire set. Inset is an enlarged figure for the large volume region. 
